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Experimental 

Crystal data 

C 18 H 18 C1N 3 0 4 
M, = 375.80 
Monoclinic, P2Jc 
a = 11.530 (2) A 
b = 12.384 (2) A 
c = 14.010 (3) A 
P = 119.820 (4)° 

Data collection 

MM007-HF CCD (Saturn 724+) 
diffractometer 

Absorption correction: multi-scan 
(CrystalClear; Rigaku, 2007) 
T . = 0.945, r mai = 0.961 



Refinement 

R[F 2 > 2a(F 2 )] = 0.058 

wR(F 2 ) = 0.142 

S = 1.09 

3925 reflections 



V = 1735.6 (6) A 3 
Z = 4 

Mo Ka radiation 
IX = 0.25 mm~' 
T = 173 K 

0.23 x 0.20 x 0.16 mm 



8909 measured reflections 
3925 independent reflections 
3518 reflections with / > 2a(I) 
R iM = 0.038 



236 parameters 

H-atom parameters constrained 
Afc„ = 0.65 e A~ 3 
Ap^ = -0.70 e A~ 3 



In the title compound, C 18 H 18 C1N 3 0 4 , the dihedral angle 
between the pyrimidine ring and the N-bonded ester grouping 
is 56.27 (7)° and the dihedral angle between the aromatic rings 
is 11.23 (7)°. 

Related literature 

For background to the biological activities of pyrimidine 
compounds, see: Patil et al. (2003); Siddiqui et al. (2007). 




Data collection: CrystalClear (Rigaku, 2007); cell refinement: 
CrystalClear; data reduction: CrystalClear, program(s) used to solve 
structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine 
structure: SHELXL97 (Sheldrick, 2008); molecular graphics: 
SHELXTL (Sheldrick, 2008); software used to prepare material for 
publication: SHELXTL. 

The author thanks Shandong Provincial Natural Science 
Foundation, China (Y2008B29) and Yuandu Scholar of 
Weifang City for support. 



Supplementary data and figures for this paper are available from the 
IUCr electronic archives (Reference: HB6350). 
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Acta Cryst. (2011). E67, o2516 [ doi:10.1107/S1600536811034313 ] 

6-Benzyl 4-ethyl 2-chloro-5,6,7,8-tetrahydropyrido[4,3-</|pyrimidine-4,6-dicarboxylate 
H.-M. Guo 

Comment 

Pyrimidine is a widespread heterocyclic moiety present in numerous natural products. Pyrimidines are important not only 
because they are an integral part of genetic materials, but also they have important biodynamic properties and biological 
activities (e.g. Siddiqui et al. (2007); Patil et al (2003). 

In continuation of our interest in the synthesis of the biologically active heterocyclic compound, here we report the sigle 
crystal structure of the title compound, (I). In the molecule (Fig. 1), atoms N1,C1,N2,C2,C3 and C4 lie in a plane (pi), with 
a maximum deviation of 0.0312 (13) A, atoms N3,C11,03,04, and C12 lie in a plane (p2) too, the maximum deviation is 
0.0647 (13) A. The dihedral angle between pi and p2 is 56.27 (7)°. The dihedral angles made by the phenyl ring with pi 
andp2 are 11.23 (7)° and 60.25 (8)°, respectively. 

Experimental 

5-tert-b\\ty\ 3-ethyl l-isopropyl-6,7-dihydro-l//-pyrazolo[4,3-c] pyridine-3,5(4#)-dicarboxylate was synthesized with 6- 
benzyl 4-ethyl 2-hydroxy-7,8-dihydropyrido[4,3-<f] pyrimidine-4,6(5//)- dicarboxylate (1 eq), andN^-dimethylaniline (2 
eq) in POC13 (as solvent) in refluxing for 3 hrs. Colourless blocks of (I) were obtained by recrystallization from ethanol 
at room temperature. 

Refinement 

All H atoms were fixed geometrically and allowed to ride on their attached atoms, with C — H distances in the range 0.95-0.98 
A, and with C/ iso (H) = 1.2£/ eq (C) or E/ iso (H) = 1.5C/ eq (C methy 0. 

Figures 



Fig. 1 . The molecular structure of (I) with displacement ellipsoids drawn at the 50% probabil- 
ity level. 
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6-Benzyl 4-ethyl 2-chloro-5,6,7,8-tetrahydropyrido[4,3-cflpyrimidine-4,6-dicarboxylate 



Crystal data 

Ci 8 H 18 ClN 3 0 4 
M r = 375.80 
Monoclinic, P2\lc 
Hall symbol: -P 2ybc 
a = 11.530 (2) A 
b= 12.384 (2) A 
c= 14.010 (3) A 
(3= 119.820 (4)° 

V= 1735.6 (6) A 3 
Z=4 



^(000) = 784 

Z> x = 1.438 MgnT 3 

Mo ifa radiation, X. = 0.71073 A 

Cell parameters from 6088 reflections 

6= 1.6-27.5° 

H = 0.25 mnT 1 

T= 173 K 

Block, colorless 

0.23 x 0.20 x 0.16 mm 



Data collection 

MM007-HF CCD (Saturn 724+) 
diffractometer 

Radiation source: rotating anode 
Confocal 

co scans at fixed x = 45° 

Absorption correction: multi-scan 
(CrystalClear; Rigaku, 2007) 
r min = 0.945, r max = 0.961 
8909 measured reflections 



3925 independent reflections 

3518 reflections with / > 2o(7) 
= 0.038 

^max — 27.5 , 0 m i n — 2.0 

A = -14-»12 



* = -12-»16 
/ = -16->18 



Refinement 

Refinement on F 2 
Least-squares matrix: full 
R[F 2 > 2a(F 2 )] = 0.058 
wR(F 2 ) = 0.142 
S= 1.09 

3925 reflections 
236 parameters 
0 restraints 



Primary atom site location: structure-invariant direct 
methods 

Secondary atom site location: difference Fourier map 
Hydrogen site location: inferred from neighbouring 
sites 

H-atom parameters constrained 
w = V[o 2 (F 2 ) + (0.0565.P) 2 + 1.1725P] 
where P = (F 0 2 + 2F 2 )/3 
(A/o) max < 0.001 

Apmax = 0.65 e A~ 3 
Ap mi „ = -0.70eA" 3 



Special details 

Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two Is. planes) are estimated using the full covariance mat- 
rix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and torsion angles; correlations 
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between e.s.d.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of 
cell e.s.d.'s is used for estimating e.s.d.'s involving l.s. planes. 

2 2 
Refinement. Refinement of F against ALL reflections. The weighted i?-factor wR and goodness of fit S are based on F , convention- 

2 2 2 

al i?-factors R are based on F, with F set to zero for negative F . The threshold expression of F > o(F ) is used only for calculating R- 

factors(gt) etc. and is not relevant to the choice of reflections for refinement. R- factors based on F 2 are statistically about twice as large 
as those based on F, and R- factors based on ALL data will be even larger. 

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (A 2 ) 
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C16 
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Atomic displacement parameters (A ) 
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